Key indicators: single-crystal X-ray study; T = 113 K; mean (C-C) = 0.002 Å; R factor = 0.041; wR factor = 0.099; data-to-parameter ratio = 16.4.
Related literature
The title compound is a key intermediate to synthesize (pyrrolo[3,4-c] pyrazol-3-yl)benzamide derivatives. For the anti-tumor effect of these derivatives, see: Fancelli et al. (2005) .
Experimental
Crystal data C 12 H 12 N 2 O M r = 200.24 Monoclinic, P2 1 =n a = 9.484 (4) Å b = 11.033 (4) Å c = 10.419 (4) Å = 113.186 (5) V = 1002.2 (7) Å 3 Z = 4 Mo K radiation = 0.09 mm À1 T = 113 K 0.60 Â 0.60 Â 0.27 mm
Data collection
Rigaku AFC10/Saturn 724-Plus diffractometer 7662 measured reflections 2234 independent reflections 1872 reflections with I > 2(I) R int = 0.029 Refinement R[F 2 > 2(F 2 )] = 0.041 wR(F 2 ) = 0.099 S = 1.00 2234 reflections 136 parameters H-atom parameters constrained Á max = 0.30 e Å À3 Á min = À0.16 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) x; y; z þ 1.
Data collection: CrystalClear (Rigaku, 2008) ; cell refinement: CrystalClear; data reduction: CrystalClear; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: PLATON (Spek, 2009) ; software used to prepare material for publication: SHELXL97. (7) 0.0023 (5) 0.0058 (5) 0.0008 (5) C7 0.0184 (6) 0.0157 (6) 0.0195 (7) −0.0029 (5) 0.0076 (5) −0.0014 (5) C8 0.0161 (6) 0.0149 (6) 0.0193 (7) 0.0004 (5) 0.0071 (5) 0.0002 (5) C9 0.0171 (6) 0.0186 (6) 0.0172 (6) −0.0020 (5) 0.0065 (5) 0.0004 (5) C10 0.0210 (7) 0.0184 (6) 0.0195 (7) −0.0010 (5) 0.0057 (5) −0.0002 (6) C11 0.0257 (7) 0.0215 (7) 0.0227 (7) 0.0046 (6) supplementary materials sup-6 Fig. 1 
